The great seal of truth is simplicity.
-Leonardo da Vinci
Extended Ice Rule
As illustrated in Figure 1 , the extended Ice Rule can be expressed as follows: Table I and Table II show the original data of H-bond length, density and band gap calculated by MD and DFT. Figure 2 shows the deformation electronic density calculated by DFT. Figure 3 Energy evolvement in the geometry optimization process of iceVIII under 10GPa calculated by DFT. 
The asymmetric relaxation of two segments of H-bond

Stability of DFT Calculations:
